Key indicators: single-crystal X-ray study; T = 93 K; mean (C-C) = 0.002 Å; R factor = 0.037; wR factor = 0.097; data-to-parameter ratio = 15.6. organic compounds o2510 Lin-Hai Jing
In the title compound, C 15 H 11 NO 3 , the configuration of the keto group with respect to the olefinic double bond is s-cis. The two benzene rings form a dihedral angle of 5.00 (5) . The molecules are linked into a two-dimensional network parallel to (104) by C-HÁ Á ÁO hydrogen bonds.
Related literature
For the biological activity of chalcone derivatives, see: Dimmock et al. (1999) . For the synthesis, see: Cocconcelli et al. (2008) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Data collection: RAPID-AUTO (Rigaku, 2004) ; cell refinement: RAPID-AUTO; data reduction: RAPID-AUTO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XP in SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.19885 (14) 0.39882 (7) 0.06264 (7) 0.0243 (2) supplementary materials sup-3 O2 0.89968 (15) 0.02961 (7) 0.20944 (7) 0.0266 (2) O3 1.11753 (14) 0.14090 (7) 0.27163 (7) 0.0272 (2) 
